The calculated activation barriers at the Hartree-Fock level of theory in conjunction with three flexible basis sets for the alkylation reactions of the nine studied ultimate chemical carcinogens with [6]gingerol and glutathione in vacuo and solvated with SCRF or LD methods, imaginary frequencies of transition states, lowest vibrational frequencies of reactant states and the corresponding distances between the reactive centers are collected in Table S1 . Table S1 The comparison of activation free energies for the reactions of nine studied ultimate chemical carcinogens with [6]-gingerol and glutathione. Method/Basis set ‡ E  [kcal/mol] a SCRF hydr G  [kcal/mol] b ‡ SCRF G  [kcal/mol] c LD hydr G  [kcal/mol] d ‡ LD
The calculated activation barriers at the Hartree-Fock level of theory in conjunction with three flexible basis sets for the alkylation reactions of the nine studied ultimate chemical carcinogens with [6]gingerol and glutathione in vacuo and solvated with SCRF or LD methods, imaginary frequencies of transition states, lowest vibrational frequencies of reactant states and the corresponding distances between the reactive centers are collected in Table S1 . In Table S2 the comparison of activation free energies for the reactions of [6]-gingerol and glutathione with the nine studied chemical carcinogens obtained at the HF/6-311++G(d,p) and M06-2X/6-311++G(d,p) levels of theory in conjunction the SCRF and LD implicit solvation models is presented. 311++G(d,p) The calculated activation free energies with Minessota functional M06-2X, which is currently very popular in computational chemistry, are significantly lower than the activation free energies obtained at the Hartree-Fock level of theory. However, the trend of reactivity remains the same. In our previous studies was shown, that the activation free energies obtained at the Hartree-Fock level of theory in conjunction with 6-311++G(d,p) flexible basis set yield very good agreement with experimental activation free energies for alkylation reactions. [1] [2] [3] [4] [5] Therefore, the Hartree-Fock level of theory in conjunction with 6-311++G(d,p) flexible basis set and implicit solvation model was primarily used to predict the activation free energies for alkylation reactions of chemical carcinogens with [6]-gingerol and glutathione.
